Phthalocyanines, which are completely synthetic materials, are used in energy transfer, electrophotography, optical data collection, gas sensors, liquid crystals, laser technology, onedimensional metals as well as dyes and pigments. 1 Unsubstituted phthalocyanines are generally insoluble in organic solvents. The introduction of bulky groups, such as tert-butyl 2 groups on the peripheral position of the macrocycle, increases their solubility in organic solvents. 3 Since the synthesis of these systems follows the classical cyclotetramerization of suitably substituted phthalonitriles, most of the synthetic affort has focused on the preparation of substituted phthalonitriles with different groups on the aromatic system. We carried out this work to elucidate the molecular structure of the title compound.
To a three-necked round-bottomed flask charged successively with 1.5 g of 4-nitrophthalonitrile (7.5 mmol), 1.8 g of K2CO3 (13 mmol) and 0.289 g of tetrabutylammonium tetrafluoroborate (0.87 mmol), 20 cm 3 of anhydrous dimethylformamide was added and the mixture was heated to 323 K under N2. To this solution, 5.04 cm 3 of di-tertbutylmalonate was added with efficient stirring, and the mixture was further stirred under N2 for 24 h at this temperature.
The reaction mixture was cooled to room temperature and then poured on ice/water. The brown solution was extracted with chloroform (3 × 25 cm 3 ). The combined extracts were dried over anhydrous Na2SO4 and the solvent was removed. The resulting oily residue was crystallized from ethanol (yield, 30%). Single crystals were obtained from absolute ethanol at room temperature via slow evaporation (Fig. 1) .
The crystallographic details are given in Table 1 . The x73 ANALYTICAL SCIENCES 2006, VOL. 22 structure was solved by direct methods and refined by leastsquares on Fobs 2 by using the SHELXS-97 and SHELXL-97 programs, respectively. The H atom of the OH group was found from difference Fourier maps and refined isotropically. The other H atoms were geometrically generated and constrained to an idealized geometry, with C-H distances of 0.93 -0.96 Å, and Uiso(H) = 1.2Ueq(C aromatic) and 1.5Ueq(O hydroxyl and C methyl).
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Structure of Di-tert-butyl(3,4-dicyanophenyl)(hydroxy)malonate, C 19 H 22 N
The title molecule, (I), is shown in Fig. 2 ; the final atomic coordinates and equivalent isotropic thermal parameters for non-hydrogen atoms are listed in Table 2 , with selected bond angles and hydrogen-bond parameters given in Tables 3 and 4 , respectively.
The mean C≡N bond length is 1.1415(4)Å, which is comparable to the C≡N distances found in various cyano derivatives. 4, 5 The cyano groups adopt a linear conformation [N1-C18-C2 = 178.2(3) and N2-C19-C3 = 179.4(3)˚], and also lie in the benzene plane. The bond lengths of C-O [O1-C9 = 1.4870(19) and O3-C14 = 1.493(2)Å] and C=O [O2=C8: 1.194 (2) and O4=C13: 1.194(2)Å] are comparable with the average literature values. 6 The observed mean C-C methyl bond length [1.503(5)Å] may be significantly too short. The C8-O1-C9 and C13-O3-C14 angles of 122.13(13) and 122.03(15)˚, respectively, show good agreement, whereas the O2-C8-O1-C9 and O4-O3-C13-O3-C14 torsion angles of 0.4(3) and -3.5(3)˚, respectively, show a small difference.
O-H·O and C-H·O types of inter and intra molecular hydrogen bondings play a major role in controlling the crystal packing. The details of the hydrogen bondings and weak interactions are presented in Table 4 . These contacts generate infinite chains along the [010] axis. Table 2 Final atomic coordinates and equivalent isotropic thermal displacement parameters for non-hydrogen atoms Table 3 Selected bond lengths (Å) and bond angles (˚) 
